Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.011 Å; R factor = 0.055; wR factor = 0.161; data-to-parameter ratio = 20.1.
Related literature
For background to 2,5-di(1,3-dithiole-2-ylidene)-1,3-dithiolan-4-one derivatives, see: Iwamatsu et al. (1999) ; Matsumoto et al. (2002 Matsumoto et al. ( , 2003 ; Hiraoka et al. (2007) ; Ueda & Yoza (2009) . For the synthesis, see: Ueda & Yoza (2009) . For background to intermolecular SÁ Á ÁI contacts, see: Blake et al. (1997, 1998, 1999) ; Bricklebank et al. (2000) ; Ouvrard et al. (2003) . For van der Waals radii, see: Bondi (1964 (5E)-2-[4,5-Bis(methylsulfanyl)-1,3-dithiol-2-ylidene]-5-(4-iodo-1,3-dithiol-2-ylidene)-1,3-dithiolan-4-one K. Ueda and K. Yoza Comment 2,5-Di(1,3-dithiol-2-ylidene)-1,3-dithiolan-4-one derivatives are used for the preparation of charge transfer salts with magnetic metal anions (Iwamatsu et al., 1999; Matsumoto et al., 2002a Matsumoto et al., , b, 2003 Hiraoka et al., 2007) . In CT salts these molecules can form unique crystal structures containing channels in addition to the usual stacked layer structures. The control of donor molecule interactions by means of chemical modification of the 2,5-di(1,3-dithiol-2-ylidene)-1,3-dithiolan-4-one skeleton may increase the dimensionality of aggregation in the solid-state. In this context, we have previously synthesized a molecule substituted with two iodide atoms, namely 2-[4,5-bis(methylsulfanyl)-1,3-dithiol-2-ylidene]-5-(4,5-diiodo-1,3dithiol-2-ylidene)-1,3-dithiolan-4-one, and observed fairly close I···O interactions in the crystal (Ueda & Yoza, 2009) . As a continuation of these studies, herein, we present the crystal structure of a molecule substituted with one iodide atom, (I).
The molecular framework of (I), Fig. 1 , except for two methylsulfanyl groups, is almost planar. The displacements of atoms S6, S9, and I1 relative to the plane of the skeleton are 0.106 (4), 0.236 (5) and 0.013 (4) Å, respectively. The torsion angles of the two methylsulfanyl groups are 144.1 (8)° for C10-S6-C8-C9 and -141.3 (8)° for C11-S9-C9-C8.
In the crystal structure, the molecules are stacked alternately in opposite orientations, forming a one-dimensional column parallel to the [110] direction (Fig. 2) . The weak interactions between stacked molecules is accomplished through S···S contacts [S4···S6 i = 3.554 (1) Å; symmetry code (i): 2-x, 2-y, 2-z] which are shorter than the sum of van der Waals radii of two S atoms, i.e. 3.60 Å (Bondi, 1964) . It is noted that although the stacked molecules are separated by interplanar distances as short as 3.54 Å, they have fairly poor overlap. Some effective side-by-side contacts are observed between molecules of adjacent columns. These interactions are accomplished through S···S contacts [S2···S5 ii = 3.411 (1) Å; symmetry code (ii): x, 1 + y, z] along the b axis. Stability along the c axis are afforded by additional S···S contacts [S9···S9 iii = 3.444 (1) Å; symmetry code (iii): 2 -x, 2 -y, 1 -z] as well as S···I contacts [S6···I1 iv = 3.435 (2) Å; symmetry code (iv): x, 1 + y, -1 + z]. This latter distance is shorter than the sum of corresponding van der Waals radii for S and I, i.e. 3.78 Å (Bondi, 1964) . Such S···I interactions have been observed previously (Blake et al., 1997 (Blake et al., , 1998 (Blake et al., , 1999 Bricklebank et al., 2000) . The intermolecular angles, 162.8 (2)° for S6···I1 iv -C1 iv and 105.8 (4)° for C10-S6···I1 iv , are close to the ideal geometry (180°f or C-I···S and 109.5° for C-S···I) which have been proposed for these types of associations (Ouvrard et al., 2003) .
Experimental
Compound (I) was synthesized by a modification of the method used for the preparation of 2-[4,5-
Bis(tetramethylammonium)bis[2-[4,5-bis(methylsulfanyl)-1,3-dithiol-2-ylidene]-1,3-dithiole-4,5-bis(thiolato)]zinc (402.4 mg, 0.4322 mmol) was reacted with 4-iodo-2-methylsulfanyl-1,3-dithiole-2-ylium tetrafluoroborate (457.5 mg, 1.2639 mmol) in THF-DMF (5:1 = v/v) at room temperature under nitrogen. Stirring was carried out for 12 h. After separation of the reaction mixture by column chromatography on silica gel (eluent CS 2 ) followed by recrystallization from CS 2 /hex-supplementary materials
was obtained as dark-green needles in 74% yield.
When compound (II) (151.6 mg, 0.2733 mmol) was reacted with mercury(II) acetate (191.6 mg, 0.6012 mmol) in THF-AcOH (50:1 = v/v), compound (I) was obtained as dark-red platelets in 58% yield by recrystallization from CS 2 /hexane.
Refinement
The H atoms were geometrically placed with C-H = 0.95-0.98 Å, and refined as in the riding model approximation with U iso (H)= 1.2-1.5U eq (C).
The maximum and minimum residual electron density peaks of 2.34 and -1.13 eÅ -3 , respectively, were located 1.00 Å and 0.83 Å from the I1 atom, respectively. Fig. 1 . The molecular structure of (I) showing atom labeling and 50% probability of displacement ellipsoids for non H-atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) S4 0.0220 (9) 0.0180 (9) 0.0191 (9) 0.0113 (7) 0.0111 (7) 0.0063 (7) S5 0.0311 (10) 0.0206 (9) 0.0213 (10) 0.0160 (8) 0.0110 (8) 0.0041 (7) S6 0.0270 (10) 0.0246 (10) 0.0191 (9) 0.0134 (8) 0.0119 (8) 0.0101 (7) S7 0.0282 (10) 0.0221 (9) 0.0194 (9) 0.0145 (8) 0.0113 (8) 0.0048 (7) S8 0.0267 (10) 0.0261 (10) 0.0185 (9) 0.0169 (8) 0.0109 (8) 0.0084 (7) S9 0.0504 (13) 0.0232 (10) 0.0270 (11) 0.0150 (10) 0.0265 (10) 0.0058 (8) Geometric parameters (Å, °) C1-C2 1.337 (11) C7-S7 1.755 (7) 
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